Following the tradition of earlier CMMSE special issues of the Journal of Mathematical Chemistry, devoted to Computational and Mathematical Methods in Science and Engineering, in the present special issue, we have collected several papers reporting novel scientific advances related to the topics of the 2018 and 2019 CMMSE Conference presentations. These advances, by their very nature, are interdisciplinary, linked to typical problems which often appear in diverse fields, including chemistry, and the approaches to solutions, even if often have strong computational component, are always involve mathematics, often highly innovative applications of mathematics.
